Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.005 Å; R factor = 0.037; wR factor = 0.108; data-to-parameter ratio = 13.4. organic compounds o3206 Li et al.
In the title compound, C 11 H 8 BrN 3 OS, the dihedral angle between the benzene and thiazolidine rings is 63.4 (2) . Intermolecular C-HÁ Á ÁN interactions help to stabilize the crystal structure.
Related literature
For related structures, see: Wang et al. (2008) ; Liu & Li (2009); Xie & Li (2010) . For the biological activity of thiazolidinecontaining compounds, see: Iwata et al. (1988) . For bondlength data, see: Allen et al. (1987) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry code: (i) Àx; y þ 1 2 ; Àz þ 3 2 .
Data collection: CrystalClear (Rigaku, 2007); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: HG2746). Thiazolidine is an important kind of group in organic chemistry. Many compounds containing thiazolidine groups possess a broad spectrum of biological activities (Iwata et al., 1988) . Here, we report the crystal structure of (I).
In title compound, all bond lengths in the molecular are normal (Allen et al., 1987) and in a good agreement with those reported previously (Wang et al., 2008; Liu & Li, 2009; Xie & Li, 2010) . The dihedral angle between benzene (C1-C6) and thiazolidine (C8-C10/N1/S2) rings is 63.4 (2) °. The intermolecular C-H···N hydrogen bonds stabilize the structure.
A mixture of N-cyanoiminothiazolidine 10 mmol (1.27 g), 4-bromobenzoyl chloride (2.19 g, 10 mmol) and (1.01 g, 10 mmol) triethylamine was refluxed in absolute acetone (25 ml) for 3 h. On cooling, the product crystallized, was filtered, and recrystallized from absolute EtOH; yield 2.48 g (80.0%). Single crystals suitable for X-ray measurements were obtained by recrystallization from acetonitrile at room temperature.
Refinement
H atoms were positioned geometrically and refined using a riding model, with C-H = 0.93 or 0.97 Å and with U iso (H) = 1.2 times U eq (C). Fig. 1 . The molecular structure of (I), with atom labels and 40% probability displacement ellipsoids for non-H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
(Z)-N-[3-(4-Bromobenzoyl)-1,3-thiazolidin-2-ylidene]cyanamide
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Br1 0.46599 (2) 0.71386 (7) 
